Information on the mass spectra obtained by liquid chromatography/mass spectrometry (LC/MS), the relative retention time (RRT), and the distribution coefficient (octanol/water) (log Pow) was considered in order to construct a mass spectral database of the LC/MS. One hundred and fifty three compounds selected among the specific compounds nominated in the law of Pollutant Release and Transfer Register (PRTR) System were measured by four different types of LC/MS equipment. Four kinds of mass spectra for each compound were obtained by two operation modes (positive and negative) and two ionization types {electro spray ionization (ESI) and atmospheric pressure chemical ionization (APCI)} and were recorded in a mass-spectral database. The mass spectra of the compounds were classified into two categories : positive and negative, because of their similarities in two ionization types. A standard operating condition of LC/MS was proposed to normalize the retention times of obtained compounds, which were normalized in the RRT as an indicator of o-chloroaniline. The RRT and the log Pow of the compounds were stored in the database as among the items for retrieval. 195, 197, 253, 255 195, 197, 253, 255 197 195, 197 195, 197 1.20 1.7 triclopyr C7H4Cl3NO3 257 196, 198, 254, 256 196, 198, 254, 256 The m/z ions in the mass spectrum of which the relative intensities were more than 10 were cited. RRT : relative retention time as an indicator of o -chloroaniline 
